Related literature
For the bioactivity of dihydropyrimidines, see : Brier et al. (2004) ; Cochran et al. (2005) ; Moran et al. (2007) ; Zorkun et al. (2006) . For the bioactivity of organofluorine compounds, see: Hermann et al. (2003) ; Ulrich (2004) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
D-HÁ
Data collection: CrystalClear (Rigaku/MSC, 2002 ); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
5-Benzoyl-4-hydroxy-6-(4-nitrophenyl)-4-trifluoromethyl-3,4,5,6-tetrahydropyrimidin-2(1H)-one monohydrate F.-L. Yang, J. Zhang and C.-S. Yao Comment Dihydropyrimidine (DHPM) derivatives can be used as potential calcium channel blockers (Zorkun et al., 2006) , inhibitors of mitotic kinesin Eg5 for treating cancer (Cochran et al., 2005; Brier et al., 2004) and as TRPA1 modulators for treating pain (Moran et al., 2007) . Besides, compounds that contain fluorine have special bioactivity, for example, flumioxazin is a widely used herbicide (Hermann et al., 2003; Ulrich,2004) . This led us to pay much attention to the synthesis and bioactivity of these important fused perfluoroalkylated heterocyclic compounds. During the synthesis of DHPM derivatives, the title compound, an intermediate, was isolated and confirmed by X-ray diffraction to elucidate the reaction mechanism. We report here the crystal structure of the title compound.
The asymmetric unit of the title compound ( Fig.1) contains two independent molecules which differ in the orientations of benzoylphenyl group with respect to the tetrahydropyrimidine ring. In both molecules, the pyrimidine ring adopts a half-chair conformation. The bulky substituents on the heterocyclic ring are in trans position, which must be attributed to the steric effect. The dihedral angles between C5-C10 and C12-C17 phenyl rings is 60.0 (1)° and that between C23-C28 and C30-C35 rings is 65.2 (1)°.
The crystal packing shows that the molecules are linked into a two-dimensional network parallel to the (001) by N-H···O and O-H···O hydrogen bonds (Table 1 and Fig. 2 ).
Experimental
The title compound was synthesized by the reaction of 4-nitro-benzaldehyde (1 mmol), 4,4,4-trifluoro-1-phenylbutane-1,3-dione (1 mmol) and urea (1 mmol), catalyzed by 4-methylbenzenesulfonic acid, at 363 K for a certain time (monitered by TLC). After cooling, the reaction mixture was washed with water and recrystallized from ethanol, to obtain single crystals suitable for X-ray diffraction.
Refinement N-and O-bound H atoms were located in a difference map and were refined freely except that the O10-H10A distance was restrained to 0.88 (1) Å and the U iso for O-bound H atoms were set at 1.5U eq (O). C-bound H atoms were placed in calculated positions (C-H = 0.95-1.00 Å) and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (C). In the absence of significant anomalous scattering effects, Friedel pairs were averaged.
supplementary materials sup-2 Figures   Fig. 1 . The asymmetric unit of the title compound, showing 30% probability displacement ellipsoids and the atom-numbering scheme. Hydrogen bonds are shown as dashed lines. 2 restraints Extinction correction: none Primary atom site location: structure-invariant direct methods
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

